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S3 Table S17 . Figure S1 . Optimization parameters of formamide as approached by formaldehyde (1). Table S1 . Cartesian coordinates of 1 at d = 2.75 Å Table S2 . Cartesian coordinates of 1 at d = 2.80 Å C 2.21955600 0.13416200 0.12859200 O 1.46735700 -0.70820000 -0.27323400 H 3.31315700 0.06878400 -0.02535400 H 1.86483300 1.02939700 0.67981700 C -1.12407700 -0.05808800 0.37817000 N -0.89655000 1.16483000 -0.18088700 H -0.68059200 -0.16989000 1.38216400 H -1.23029300 1.32754000 -1.11901700 H -0.21152900 1.79416100 0.20047400 O -1.88643200 -0.87433000 -0.08832300 C 2.24354900 0.13741800 0.13139500 O 1.49615000 -0.70793200 -0.27340800 H 3.33797500 0.07643000 -0.01847800 H 1.88243600 1.03092800 0.68131200 C -1.14749300 -0.05652500 0.37991000 N -0.90929300 1.16184800 -0.18381700 H -0.70718100 -0.16613100 1.38568000 H -1.23337100 1.32152200 -1.12587000 H -0.22213300 1.78762700 0.19970700 O -1.90477700 -0.87565100 -0.08952500 Table S9 . Cartesian coordinates of 1 at d = 3.15 Å Table S10 . Cartesian coordinates of 1 at d = 3.20 Å C 2.41722800 0.16243100 0.14695600 O 1.70244400 -0.70396800 -0.27244200 H 3.51659000 0.13018000 0.02354100 H 2.01831900 1.04743000 0.68474000 C -1.30685800 -0.04869400 0.38878100 N -1.01267200 1.14228000 -0.20191800 H -0.88719800 -0.14185100 1.40610200 H -1.27869200 1.27595900 -1.16615100 H -0.31877200 1.75363300 0.19346400 O -2.03041500 -0.88899800 -0.09539500 C 2.44300400 0.16641800 0.14865100 O 1.73273100 -0.70308100 -0.27212900 H 3.54287500 0.13809000 0.02856700 H 2.03896600 1.05030300 0.68434400 C -1.32884700 -0.04827100 0.38965800 N -1.02983500 1.13985400 -0.20410900 H -0.91184200 -0.13860600 1.40842100 H -1.28970600 1.26996000 -1.17052900 H -0.33620400 1.75076200 0.19254500 O -2.04775500 -0.89171600 -0.09592500 Table S11 . Cartesian coordinates of 1 at d = 3.25 Å Table S12 . Cartesian coordinates of 1 at d = 3.30 Å C 2.46898000 0.17044000 0.15023500 O 1.76316200 -0.70214400 -0.27179100 H 3.56932200 0.14598200 0.03338400 H 2.05991000 1.05324000 0.68379100 C -1.35067900 -0.04798400 0.39045400 N -1.04746500 1.13753900 -0.20619300 H -0.93627200 -0.13546500 1.41061200 H -1.30157800 1.26413400 -1.17463100 H -0.35423400 1.74823100 0.19160800 O -2.06500000 -0.89455900 -0.09640100 C 2.49525800 0.17462600 0.15166200 O 1.79390400 -0.70110500 -0.27141700 H 3.59603600 0.15406900 0.03791900 H 2.08120000 1.05637100 0.68297400 C -1.37223200 -0.04796300 0.39114200 N -1.06588600 1.13531100 -0.20818800 H -0.96035000 -0.13241500 1.41266500 H -1.31523000 1.25874800 -1.17828700 H -0.37412800 1.74685600 0.19094000 O -2.08196400 -0.89774300 -0.09679800 15 -284.4986676930 3.20 -284.4989073750 3.25 -284.4991165440 3.30 -284.4992991080 3.35 -284.4994588180 3.40 -284.4995995940 3.45 -284.4997246160 3.50 -284.4998364470 
